QSAR modeling of anti-invasive activity of organic compounds using structural descriptors.
The anti-invasive activity of 139 compounds was correlated by an artificial neural network approach with descriptors calculated solely from the molecular structures using CODESSA Pro. The best multilinear regression method implemented in CODESSA Pro was used for a pre-selection of descriptors. The resulting nonlinear (artificial neural network) QSAR model predicted the exact class for 66 (71%) of the training set of 93 compounds and 32 (70%) of validation set of 46 compounds. The standard deviation ratios for the both training and validation sets are less than unity, indicating a satisfactory predictive capability for classification of the nature of the anti-invasive activity data. The proposed model can be used for the prediction of the anti-invasive activity of novel classes of compounds enabling a virtual screening of large databases of anticancer drugs.